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OECD Work

Aimed to reconcile the terminology of the universe of per and
polyfluoroalkyl substances, building largely on the terminology
described by Buck et al (2011) but addressing some of the
ambiguity and shortcomings of the original definition he proposed.

OECD/UNEP Global PFC drafting group convened between June
2018-March 2021 to review the universe and terminology of
PFAS

"..fluorinated substances that contain at least one fully
fluorinated methyl or methylene carbon (without any H/CI/Br/I
atom attached to it)..”

Next slide shows a comprehensive overview of PFAS groups,
structural traits and notes on whether corresponding common
nomenclatures already exist
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Su, A., Rajan, K. A
database framework
for rapid screening
of structure-
function relationships
in PFAS chemistry.
Sci Data 8, 14
(2021).
https://doi.org/10.1
038/s41597-021 -
00798-x
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PFAS Map

« Nine broad categories are captured:
- PFAS derivatives
- PFAAs
- Perfluoro PFAA precursors
- Non-PFASS perfluoroalkyls
- FASA-based PFASS precursors
- Fluorotelomer-based PFAA precursors
- Silicon PFASs
- Side-chain fluorinated Aromatics PFASs
- Other aliphatic PFASs
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Mapping to TxP structural categories

Richard and colleagues devised a set of 34 structural categories (TxP
Categories) which rely on publicly accessible ToxPrint fingerprints
(part of the 729 ToxPrint chemotypes published by Yang et al (2015)
which are a fixed set of chemical features characterised by atom,
bond and functional group representations)

TxP categories can be assigned systematically using chemical
structure.

TxP cm‘egor'ies are mainly bounded by their functional group e.g.
TxP_PFAS_alcohol, TxP_PFAS_COOH_FT

One or more TxP category can be assigned to a substance i.e. many
to one mapping

Moreover, each TxP category can be mapped to one or more PFAS
Map category i.e. TxP categories are helpful in subcafeﬂor'isin within
these OECD Broader categories as implemented within the PFAS Map
resource.
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PFAS Map
. Used PFAS Map to profile PFAS into one of the
broad categories

. Illustrative profiling for the PFAS being tested in
the suite of NAM assays

Fean-HES perfius

ED_006319_00004628-00008



PFAS Map on ‘Union of Lists'
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TSNE mapping of Union of Lists

TxP fingerprints for
structurable
substances - mapped
to the PFAS Map
categories
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TxP categories profiling on Union of Li
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FASA based PRAA
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In vivo (ToxValDB v9) data by category
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In vivo (curated) data by category
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